The MNDO molecular dipol moment, calculated using the Mopac 6.0 program package, is 2.308 debyes (1D ≈ 3.33564 × 10 -30 cm) for the title compound. The calculated overall conformation of the compound, except for atoms O2, O3 and C11, are planar. The intermolecular Madelung (charge-charge) energy, based on the point charges, is found to be -17873.4 eV. The final heat of formation is -94.3 kcal.
There are two C-H···O-type intermolecular hydrogen bonds between the C2 and C9 atoms, and the carbonyl atom (O1) in the structure where the donor-acceptor distances of C2-H2···O1 i and C9-H9A···O1 ii are 3.396(4) and 3.430(4)Å, respectively [symmetry codes: (i) 1+x, y, z; (ii) -x, -y, 1-z]. These intermolecular distances conform to normal van der Waals interactions. A packing diagram of the unit cell is given in Fig.  3 and the hydrogen bonds are shown by the dotted lines. Table 2 Final atomic coordinates and equivalent isotropic thermal displacement parameters for non-hydrogen atoms Ueq = (1/3)ΣiΣjUijai*aj*(ai·aj).
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x y z U eq Table 3 Bond lengths (Å) and bond angles (˚) Fig. 3 View of the crystal packing and hydrogen bonds; (a) along the a-axis, and (b) along the c-axis.
